C 23 H17N 3 , monoclinic, P21 (no. 4), a = 11.7817(14) Å, b = 5.3165(6) Å, c = 14.1747(16) Å, β = 95.731(2)°, V = 883.43(18) Å 3 , Z = 2, Rgt(F) = 0.0663, wR ref (F 2 ) = 1567, T = 298(2) K.
Source of material
CuI (0.019 g; 0.1 mmol) was added to a solution of 1-ethynyl-2-(phenylethynyl)benzene (0.202 g; 1 mmol) and benzyl azide (0.133 g; 1 mmol) in 5 mL DMF. The mixture was stirred at room temperature under argon atmosphere. After completion of the reaction, the residue was diluted with water and 235 Programs:
Bruker [1] , SHELX [2] [3] [4] [5] , Olex2 [6] , PLATON [7] extracted with ethyl acetate. The organic layer was combined and washed with brine, dried over MgSO4, then filtered off and evaporated under reduced pressure to give a crude oil, which was further purified by flash chromatography (ethyl acteate/petroleum ether, V/V = 1:10) to obtain 1-benzyl-4-(2-(phenylethynyl)phenyl)-1H-1,2,3-triazole as a white solid. Crystals of the title compound were grown through slow evaporation of a dichloromethane/methanol solution (V/V = 1:5) at 25°C for five days.
Experimental details
Hydrogen atoms bonded to carbon atoms were placed in their geometrically idealized positions and constrained to ride on their parent atoms with C-H = 0.93 Å (aromatic), 0.97 Å (methylene) and U iso (H) = 1.2Ueq(all the carbon atoms). In cases where the anomalous scattering power is too low, its Flack parameter is meaningless. In the absence of significant anomalous scattering, the value of the refined Flack parameter is meaningless.
Comment 1,2,3-Triazoles have received considerable attention because they exhibit a wide range of applications in medicial chemistry [8] , materials chemistry [9] and other fields [10] . Cu(I)-catalyzed alkyne azide cycloadditon is the most classic method for synthesis of 1,4-disubstituted 1,2,3-triazoles. The structures of 1,2,3-triazoles and their assemblies are important for their diverse properties, especially for metalcoordination [11] and biological activity [8] . In continuation of our investigations on 1,2,3-triazole and related heterocycles chemistry [12] , we synthesized the title compound (I) and obtained its crystal structure. Compound (I) was crystallized in the noncentrosymmetric P21 space group with one complete molecule in its asymmetric unit. All bond lengths in (I) are in normal ranges and similar to some known analogs [13] . The C1-C6 and C9-C14 benzene rings are nearly coplanar with a dihedral angle of 5.54(1)°between them. The C18-C23 benzene ring on the benzyl group is approximately perpendicular to the other two benzene rings with the dihedral angles of 79.74°and 80.42°b etween them. The 1,2,3-triazole ring and the corresponding linked benzene ring are approximately, the dihedral angle is 6.67°, and the nitrogen atoms in the 1,2,3-triazole ring are not facing the alkyne moiety because of electron replusion.
In the crystal packing, the molecules are linked by weak intermolecular interactions. For instance, a π· · · π stacking interaction is observed between the triazole and C1-C6 benzene ring (symmetry code: x, 1 + y, z, centroidto-centroid = 3.753(2) Å) [7] . In addition, weak intermolecular C19-H19· · · N2 (1 − x, −1/2 + y, −z) and C17-H17· · · N1 (1 − x, −1/2 + y, −z) hydrogen bonds form hydrogen-bonded helices that extend along the a-axis.
